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Physicochemical Properties of Substances Tested Using the LLNA: BrdU-ELISA

Mol. Lo Peptide Physical
Chemical Name Synonyms CASRN | Weight gl,g buc 3 y Chemical Class* Structure
Kow Reactivity Form
(g/mol)
Hydrocarbon,
halogenated; i i
1?C_hloro-2- 2,4-Dinitrochloro- 97-00-7 20255 | -0.057 High Solid Nitro . o o
dinitrobenzene benzene compounds; _
Hydrocarbons, “
cyclic
1,4-Phenylenediamine | P-PDA P- 106-50-3 | 108.141 | 1.17 NA Solid | Amines Y
' Phenylenediamine ' ‘ I )
CH, CH,
2-Hydroxypropyl 2-HPMA 923-26-2 | 144.168 | 1.03 Low Solid | Carboxylic acids )\/\F(K
methacrylate |
2-Mercaptobenzothiazole | Captax 149-30-4 | 167.253 1.8 High Solid Heterocyclic Q Hs
compounds
2-Methoxy-4-(7-
methoxy-3-methyl-5- | o irodiisoeugenol | 2680-81-1 | 32639 | NA NA NA | Carboxylic acids

propenyl-2,3-dihydro-
benzofuran-2yl)-phenol




Physicochemical Properties of Substances Tested Using the LLNA: BrdU-ELISA

Mol Lo Peptide Physical
Chemical Name Synonyms CASRN | Weight gl,g buc 3 y Chemical Class* Structure
Kow Reactivity Form
(g/mol)
2,2'-Dihydroxyl-3,3'-
dimethoxy-5,5'-diallyl- DHEA NA 326.39 NA NA NA Carboxylic acids
biphenyl
3-(4-1sopropylphenyl) 5. - L ;
isobutyraldehyde Cyclamen aldehyde 103-95-7 | 190.28 3.28 Low Liquid Carboxylic acids we
3-Aminophenol m-Aminophenol; 3- | 541 57 5 | 109,126 | 1.17 NA Solid | Amines; Phenols
Hydroxyaniline
A o

4-[1-Hydroxy-2-(2- m/\:/ Cil-Ci-Chy
methoxy-4-propenyl- B-0-4-Dilignol NA | 32739 | NA NA NA | Carboxylic acids LON
phenyoxy)-propyl]-2- A

methoxy-phenol




Physicochemical Properties of Substances Tested Using the LLNA: BrdU-ELISA
Mol. Lo Peptide Physical
Chemical Name Synonyms CASRN | Weight gl,g buc 3 y Chemical Class* Structure
Kow Reactivity Form
(g/mol)

4-

Chlorobenzeneamine;
4-Chloroaniline Aniline, p-chloro-; 106-47-8 | 127.57 1.8 NA Liquid Amines H:N@u

Benzenamine, 4-

chloro-

Metol
4-Methylaminophenol p- e i . Amines; © ©
sulfate Methylaminophenol 55-55-0 344.386 0.13 NA Solid Phenols A I S

sulfate T )

CH;0
HO» i
4,5'-Diallyl-2'-hydroxy- o
2,3'-dimethoxyphenyl DHEB NA 326.39 NA NA NA Carboxylic acids OCH;
ether
cl
Sulfur
5-Chloro-2-methyl-4- CMI —
isothiazolin-3-one MCI 26172-55- | 149509 | 0.92 High Liquid | Sompounds
. 4 Heterocyclic
solution Kathon CG ~ =0
compounds N




Physicochemical Properties of Substances Tested Using the LLNA: BrdU-ELISA

ol

Mol Lo Peptide Physical
Chemical Name Synonyms CASRN | Weight gl,g buc 3 y Chemical Class* Structure
Kow Reactivity Form
(g/mol)
Aniline Benzenamine 62-53-3 | 93.1265 | 1.56 NA Liquid Amines H:N@
Benzoquinone p-Quinone; 1,4- 106-51-4 | 108.095 | 1.17 High Solid | Quinones
Cyclohexadienedione ' '
Benzene chloride CH{?irgcarbons, cl
Chlorobenzene Monochlorbenzene 108-90-7 | 112,557 | 2.19 NA Liquid yele,
: Hydrocarbons,
Phenyl chloride
halogenated
H
|
0
Cinnamy!l alcohol HT/E'
Cinnamic alcohol 3-Phenyl-2-propen-1- | 104-54-1 | 134.18 2.29 NA Solid Alcohols




Physicochemical Properties of Substances Tested Using the LLNA: BrdU-ELISA

Mol Lo Peptide Physical
Chemical Name Synonyms CASRN | Weight gl,g buc 3 y Chemical Class* Structure
Kow Reactivity Form
(g/mol)
Cinnamal;
Cinnamic aldehyde cinnamaldehyde; 3- 104-55-2 | 132.16 2.29 High Liquid Aldehydes @—\\_
phenyl-2-propenal o
3,7-Dimethyl-2,6- e
Citral octadienal; Geranial- | 5392-40-5 | 152.233 | 234 NA Liquig | Hydrocarbons, NN
. 3.45 other o, oy
neral mixture
Cobalt chloride Cobaltous chloride | 7646-79-9 | 129.84 | NA NA Solig | !morganic "
chemicals Co
. . . . . 'Z'ACH
Diethyl maleate Ethyl maleate 141-05-9 | 172.18 0.89 NA Liquid Carboxylic acids ’

CH,




Physicochemical Properties of Substances Tested Using the LLNA: BrdU-ELISA

Mol Lo Peptide Physical
Chemical Name Synonyms CASRN | Weight gl,g buc 3 y Chemical Class* Structure
Kow Reactivity Form
(g/mol)
1,2- _
Benzenedicarboxylic N SN
Diethyl phthalate acid, diethyl ester; 84-66-2 222.24 1.87 Minimal Liquid Carboxylic acids 8
Diethyl 1,2-
benzenedicarboxylate
Dimethyl isophthalate Dimethyl m-phthalate | 1459-93-4 | 194.19 1.66 NA Solid Carboxylic acids /WKQ\W\
Diphenylcyclopropenone | 23-DiPhenyleyelo- | gaq a0 4 | 20624 | 3.25 High Solig | Hydrocarbons, A
propenone cyclic s O
Ethlene glycol EGDMA 97-90-5 | 198.216 | 1.38 High Liquid | Carboxylic acids Lo

dimethacrylate




Physicochemical Properties of Substances Tested Using the LLNA: BrdU-ELISA

Mol.

. . Log Peptide Physical . 4
Chemical Name Synonyms CASRN | Weight Kow'? | Reactivity’ Form Chemical Class Structure
(g/mol)
2-Propenoic acid, 0 cH
Ethyl acrylate ethyl ester 140-885 | 10010 | 1.22 NA Liquid | Acrylates ”2c/p\[f ~
Acrylic acid, ethyl ' ' 0
ester
2-Methoxy-4-(2- ohy
propenyl)phenol; 4- 215/ o
Eugenol Allyl-2- 97-53-0 | 164.201 ' NA Liquid Carboxylic acids
i 2.73 Ho
methoxyphenol; 4- o
Allylguaiacol T
o]
Formaldehyde Formalin 50-00-0 30.03 0.33 Moderate Liquid Aldehydes )L
H H
Glutaraldehyde Glutaral 111-30-8 | 100.12 0.92 High Liquid Aldehydes N




Physicochemical Properties of Substances Tested Using the LLNA: BrdU-ELISA

Mol Lo Peptide Physical
Chemical Name Synonyms CASRN | Weight gl,g buc 3 y Chemical Class* Structure
Kow Reactivity Form
(g/mol)
. . - Alcohols;
Glycerol Glycerin 56-81-5 92.09 0.05 Minimal Liquid Carbohydrates HO/\lH/\OH
Hexane Hexyl hydride; n- 110-54-3 | 86.1754 | 1.94 | Minimal Liquia | HYdrocarbons, CN
Hexane acyclic
HCA,; alpha- 7
Hexylcinnamaldehyd 377/ o
Hexyl cinnamic aldehyde | e; 2- 101-86-0 | 216.319 ' Minimal Liquid Aldehydes
4.82 ,
(Phenylmethylene)
octanal
Hydroxycitronellal 7-Hydroxy-3,7- 107-75-5 | 172.26 | 2.15 Low Liquig | Hydrocarbons, X
dimethyloctanol other
o Germall 115 39236-46- . (i s 4
Imidazolidinyl urea Imidurea 9 388.294 -3 NA Solid Urea =~ wa ),




Physicochemical Properties of Substances Tested Using the LLNA: BrdU-ELISA

Mol Lo Peptide Physical
Chemical Name Synonyms CASRN | Weight gl,g buc 3 y Chemical Class* Structure
Kow Reactivity Form
(g/mol)
2-Methoxy-4- Ho —on,
Isoeugenol propenylphenol; 4- 97-54-1 | 164.201 | 2.15 NA Liquid Carboxylic acids
Propenylguaiacol .
Isopropyl alcohol, 2- . - ™
Isopropanol 67-63-0 60.095 0.82 Minimal Liquid Alcohols )\
Propanol e en,
. 1-Methylethyl - - . T
Isopropyl myristate tetradecanoate 110-27-0 | 270.46 3.88 Minimal Liquid Lipids
Lactic acid i(':ikéydroxypmpano'c 50-215 | 90.08 | 0.05 | Minimal Liquid | Carboxylic acids W)L
OH
. 3,7-dimethylocta-,6- - T e o
Linalool 78-70-6 154.25 2.54 NA Liquid Hydrocarbons H&M%

dien-3-ol




Physicochemical Properties of Substances Tested Using the LLNA: BrdU-ELISA

Mol Lo Peptide Physical
Chemical Name Synonyms CASRN | Weight gl,g buc 3 y Chemical Class* Structure
Kow Reactivity Form
(g/mol)
/0 o
Oil of wintergreen; 2- Phenols: e N
Methyl salicylate Hydroxybenzoic acid | 119-36-8 | 152.15 1.28 Minimal Liquid e
Carboxylic acids
methyl ester
Inorganic
chemicals,
: : : : . metals; Cl
Nickel chloride Nickelous chloride 7718-54-9 | 129.60 NA NA Solid | . /
norganic A
chemicals,
elements
Inorganic
chemicals,
metals; i
Nickel sulfate Nickelous sulfate 7786-81-4 | 154.76 NA NA Solid Inorganic 0=5—0 i
chemicals, o
elements
S
Phenyl benzoate Diphenylcarboxylate 93-99-2 198.22 2.89 NA Solid Carboxylic acids A m\,,/]
(J
1,2- oH
Propylene glycol Dihydroxypropane; 57-55-6 | 76.0944 | 0.43 Minimal Liquid Alcohols Ho\/j\CH

1,2-Propanediol




Physicochemical Properties of Substances Tested Using the LLNA: BrdU-ELISA

Mol. Lo Peptide Physical
Chemical Name Synonyms CASRN | Weight gl,g buc 3 y Chemical Class* Structure
Kow Reactivity Form
(g/mol)
salicylic acid 2-Hydroxybenzoic 69-72-7 | 138.121 | 1.03 NA Solig | Phenols; o
acid Carboxylic acids
OH
Irium i
Sodium dodecyl GIC%T_)IS'
Sodium lauryl sulfate sulfate 151-21-4 | 288.38 1.87 NA Solid pids, D
sDS Sulfur 6
SLS compounds
4-
Aml_nobenzenesulfon Amides:
-amide Sulfur I
Sulfanilamide 4- 63-74-1 172.21 0.4 NA Solid . H:H—Q— 5 — NH,
; compounds; Il
Aminophenylsulfon- . o
. Amines
amide
4-Sulfamoylaniline
f
trans-Cinnamaldehyde 3-Phenylpropenal 143791 101 4306 1.82 NA Liquid | Aldehydes ©/\/L




Physicochemical Properties of Substances Tested Using the LLNA: BrdU-ELISA

Chemical Name

Synonyms

CASRN

Mol.
Weight
(g/mol)

Log
Kow™

Peptide
Reactivity®

Physical
Form

Chemical Class*

Structure

Trimellitic anhydride

1,2,4-
Benzenetricarbox-
ylic acid, cyclic 1,2-
anhydride (8Cl); 1,3-
Dihydro-1,3-dioxo-5-
isobenzofuran-
carboxylic acid; 5-
Isobenzofuran-
carbox-ylic acid; 1,3-
dihydro-1,3-dioxo-
Benzene-1,2,4-
tricarboxylic acid
1,2-anhydride

552-30-7

192.13

1.95

Low

Solid

Anhydrides;
Carboxylic acids

Xylene

Dimethylbenzene
Methyl toluene

1330-20-7

106.17

3.09

NA

Liquid

Hydrocarbons,
aromatic

CH,
CH,

Abbreviations: CASRN=Chemical Abstracts Registry Number; g/mol=grams per mole; NA = not available.

! Physicochemical properties were obtained from PubChem (http://pubchem.ncbi.nlm.nih.gov/), ChemID
(http://chem.sis.nIm.nih.gov/chemidplus/chemidheavy.jsp), or the Sigma Chemical Catalog.

2 K, represents the octanol-water partition coefficient (expressed on log scale). When two numbers are shown, the first number is the value calculated by the
method of Moriguchi et al. (1994 Chem Pharm Bull 42:976-978) and provided in Gerberick et al. (2005 Dermatitis 16:157-202). The second number was
calculated by the method of Meylan and Howard (1995 J Pharm Science 84:83-92) and obtained from the website: http://www.srcinc.com/what-we-
do/databaseforms.aspx?id=385 .

® Peptide reactivity data obtained from: Gerberick et al. 2007a.



http://www.srcinc.com/what-we-do/databaseforms.aspx?id=385�
http://www.srcinc.com/what-we-do/databaseforms.aspx?id=385�

* Chemical classifications based on the Medical Subject Headings classification for chemicals and drugs developed by the National Library of Medicine found at
http://www.nIm.nih.gov/mesh/meshhome.html.


http://www.nlm.nih.gov/mesh/meshhome.html�
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